Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.040; wR factor = 0.103; data-to-parameter ratio = 18.8.
Experimental
Crystal data C 21 H 23 N 3 O M r = 333.42 Monoclinic, P2 1 =n a = 9.5215 (9) Å b = 14.7867 (14) Å c = 12.8055 (12) Å = 100.645 (2) V = 1771.9 (3) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 296 K 0.28 Â 0.20 Â 0.16 mm
Data collection
Bruker SMART 1000 CCD diffractometer 16506 measured reflections 4368 independent reflections 3362 reflections with I > 2(I) R int = 0.035 Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.103 S = 1.01 4368 reflections 232 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.30 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT-Plus (Bruker, 2003) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. This work was supported by the College of Chemistry and Molecular Engineering, East China University of Science and Technology. supplementary materials Acta Cryst. (2012) . E68, o969 [doi:10.1107/S1600536812009166] 
4-[(Z)-(n-Butylamino)(phenyl)methylidene]-3-methyl-1-phenyl-1H-

pyrazol-5(4H)-one
Hai-Wen Wang Comment
The Schiff bases derived from 4-acylpyrazolones have attracted much attention due to their applications in pharmaceutical and agrochemical fields (e.g. Bernardino et al., 2006; Zhang et al., 2008) . In order to expand this field, we now report the synthesis and structure of the title compound, (I) (Fig. 1 ).
In (I), the Schiff base molecule adopts an E geometry with respect to the C=N bond ( Fig. 1 ). All bond lengths and angles are comparable with those found in the related compounds (Chi et al., 2010; Wang et al., 2010; Zhen et al., 2005; Zhang et al.., 2007) . The dihedral angle between the two phenyl rings is 73.59 (6)°. The five-membered ring of the title compound is nearly planar, with the largest deviation being 0.0004 (7)%A for atom N1. The dihedral angles between this mean plane and two benzene rings are 4.81 (6)° and 69.81 (5)%. Weak intermolecular C-H···O interactions (Table 1) link the molecules into centrosymmetric dimers.
Experimental
A mixture of a 10 ml HPMBP (2 mmol, 0.5566 g) anhydrous ethanol solution, and a 0.2 ml n-butylamine (2 mmol, 0.1463 g) solution was refluxed for ca 8 h, with addition of a few drops of glacial acetic acid as a catalyst. The ethanol was removed by evaporation and the resulting green precipitate formed was filtered off, washed with cold anhydrous ethanol and dried in air. Yellow block single crystals suitable for analysis were obtained by slow evaporation of a solution in anhydrous ethanol at room temperature for a few days.
Refinement
The H3A atom bonded to N3 was located in a difference map and isotropically refined. C-bound H atoms were placed in calculated positions, with C-H = 0.93-0.97 Å, and refined as riding, with U iso (H)=1.2-1.5 U eq (C). The molecular structure of (I) showing the atomic numbering and 30% probability displacement ellipsoids. Dashed line denotes hydrogen bond. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
4-[(Z)-(n-Butylamino)(phenyl)methylidene]-3-methyl-1-phenyl-1H-pyrazol-5(4H)-one
R int = 0.035 θ max = 28.3°, θ min = 2.6°h = −12→12 k = −19→19 l = −17→16 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.040 wR(F 2 ) = 0.103 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.21783 (12) 0.26068 (9) 0.88837 (9) 0.0167 (2) (6) 0.0231 (6) 0.0020 (5) 0.0050 (5) 0.0022 (5) C3 0.0188 (6) 0.0255 (7) 0.0219 (6) 0.0013 (5) 0.0058 (5) 0.0014 (5) C4 0.0203 (6) 0.0251 (7) 0.0204 (6) 0.0061 (5) 0.0048 (5) −0.0026 (5) C5 0.0249 (6) 0.0175 (7) 0.0234 (6) 0.0020 (5) 0.0042 (5) −0.0032 (5) (16) C6-C1-C2 119.87 (11) C15-C14-H14 119.9 C6-C1-N1 119.04 (11) C13-C14-H14 119.9 C2-C1-N1 121.09 (11) C16-C15-C14 120.05 (11) C3-C2-C1 119.18 (13) C16-C15-H15 120.0 C3-C2-H2 120.4 C14-C15-H15 120.0 C1-C2-H2 120.4 C15-C16-C17 120.31 (11) C4-C3-C2 121.15 (12) C15-C16-H16 119.8 C4-C3-H3 119.4 C17-C16-H16 119.8 C2-C3-H3 119.4 C16-C17-C12 119.91 (11) C3-C4-C5 119.28 (12) C16-C17-H17 120.0 C3-C4-H4 120.4 C12-C17-H17 120.0
